Key indicators: single-crystal X-ray study; T = 566 K; mean (C-C) = 0.004 Å; R factor = 0.051; wR factor = 0.133; data-to-parameter ratio = 11.5. organic compounds o2944 Jiao et al.
The asymmetric unit of the title compound, C 9 H 7 N 7 Á2H 2 O, comprises three formula units. The dihedral angles between the triazole rings and the respective central pyridine rings are 4.87 (16)/1.39 (17), 6.46 (16)/7.61 (16) and 7.00 (16)/3.77 (17) . The water molecules form O-HÁ Á ÁO hydrogen bonds between themselves and O-HÁ Á ÁN hydrogen bonds with the N-atom acceptors of the triazole rings, producing a threedimensional framework.
Related literature
For the synthesis of the title compound, see: Wiley & Hart (1953) . For properties of related compounds, see: Haasnoot (2000) .
Experimental
Crystal data Mo K radiation = 0.11 mm À1 T = 566 K 0.32 Â 0.16 Â 0.08 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.966, T max = 0.991 19614 measured reflections 6030 independent reflections 3151 reflections with I > 2(I) R int = 0.057 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.133 S = 1.00 6030 reflections 523 parameters 18 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.17 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.7154 (2) 0.78220 (11) 0.96334 (15) 0.0661 (7) (3) O1-H1B···N15 vi 0.86 (1) 2.05 (2) 2.861 (3) 158 (3) O1-H1A···N7 0.86 (1) 1.97 (1) 2.820 (3) 171 (3) Symmetry codes: (i) x−1, y, z; (ii) −x, y+1/2, −z+3/2; (iii) x, −y+3/2, z−1/2; (iv) −x+2, y−1/2, −z+3/2; (v) x+1, y, z; (vi) −x+1, y+1/2, −z+3/2. supplementary materials sup-10 
